Key indicators: single-crystal X-ray study; T = 200 K; mean (C-C) = 0.003 Å; R factor = 0.052; wR factor = 0.138; data-to-parameter ratio = 16.3.
Related literature

Data collection
Bruker SMART 1000 CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2000) T min = 0.890, T max = 1.000 23432 measured reflections 4120 independent reflections 2286 reflections with I > 2(I) R int = 0.084 Refinement R[F 2 > 2(F 2 )] = 0.052 wR(F 2 ) = 0.138 S = 1.03 4120 reflections 252 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.28 e Å À3 Á min = À0.30 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (2) 136 (2) Symmetry code: (i) Àx þ 1; Ày; Àz þ 1.
Data collection: SMART (Bruker, 2000); cell refinement: SAINT (Bruker, 2000); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and PLATON (Spek, 2009); software used to prepare material for publication: SHELXL97.
1.292 (2) Å, N2-C8 = 1.456 (3) Å, <C7-N2-C8 = 125.25 (19)°; N3═C11 = 1.293 (3) Å, N3-C10 = 1.457 (3) Å, <C11-N3-C10 = 124.97 (18)°]. The dihedral angles for the four atoms within the diiminiumpropylene chain display that the chain is approximately in the double gauche conformation [<N2-C8-C9-C10 = 69.6 (2)° and <C8-C9-C10-N3 = 69.0 (2)°]. The zwitterion shows strong intramolecular N-H···O hydrogen bonds between the iminium N atom and the phenolate O atom, with N···O distances of 2.583 (2) Å and 2.642 (2) Å, forming nearly planar sixmembered rings (Fig. 2 , Table 1 ). Two ions are assembled by additional intermolecular N-H···O hydrogen bonds with N···O = 2.891 (2) Å, forming a dimer-type species (Fig. 2 , Table 1 ). In the crystal structure, the benzene rings are not parallel, the dihedral angle between the rings being 11.45 (2)°. Several π-π interactions between the adjacent benzene rings are present, the shortest centroid-centroid distance being 3.5432 (11) Å. Experimental 1,3-Diaminopropane (0.3704 g, 5.00 mmol) and 5-nitrosalicylaldehyde (1.6719 g, 10.00 mmol) in EtOH (20 ml) were stirred for 2 h at room temparature. After addition of pentane (30 ml) to the reaction mixture, the formed precipitate was separated by filtration, washed with ether (50 ml), and dried at 323 K, to give a yellow powder (1.8169 g). Yellow blocklike crystals, suitable for X-ray analysis, were obtained by slow evaporation of a CH 3 CN solution at room temparature.
Refinement
The iminium H atoms were located from a difference Fourier map and refined freely. C-bound H atoms were included in calculated positions and treated as riding atoms: C-H = 0.95 Å (CH) or 0.99 Å (CH 2 ) with U iso (H) = 1.2U eq (C). The highest peak (0.28 e Å -3 ) and the deepest hole (-0.30 e Å -3 ) in the difference Fourier map are located 1.60 Å and 0.81 Å, respectively, from the atoms O3 and H3N. The molecular structure of the title compound, with atom numbering. Displacement ellipsoids are drawn at the 50% probability level for non-H atoms.
Computing details
Figure 2
A partial view along the b axis of the crystal packing of the title compound. Intra-and intermolecular N-H···O hydrogen-bonds are shown as dashed lines (see Table 1 for details). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (2) 136 (2) Symmetry code: (i) −x+1, −y, −z+1.
4,4′-Dinitro-2,2′-[propane-1,3-diylbis(iminiumylmethanylylidene)]diphenolate
R int = 0.084 θ max = 28.3°, θ min = 2.5°h = −15→15 k = −14→17 l = −28→29 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.052 wR(F 2 ) = 0.138 S = 1.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
